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General Information
NMR spectra ( 1 H, 13 C, 19 F) were recorded on Mercury 300/Mercury 400 (Varian, Palo Alto, CA, USA) or Fourier 300/Avance DRX 400 Bruker (Billerica, MA, USA) instruments. The hydrogenated residue of deuteriated solvents and/or tetramethylsilane (TMS) were used as internal standards for 1 H-NMR (CDCl3, δH = 7.26; DMSO-d6, δH = 2.50) and 13 C-NMR (CDCl3, δC = 77.2; DMSO-d6, δC = 39.5). The chemical shifts (δ) are reported in ppm (s, singlet; d, doublet; t, triplet; q, quartet; p, pentett (quintet); h, hexett (sextet); m, multiplet) and the related coupling constants (J) are reported in Hz. 1D and 2D NMR spectra were processed using MestReNova software (version 12.0.0-20080, rel. 2017-09-26 002, © MestreLab Res. S.L.). High resolution mass spectra (ESI +/−) were recorded on an Impact II TM instrument (Bruker Daltonics).
Compounds TA1 and TA1a
The syntheses of the lead compound TA1 and the regioselective 5'-O-debutylation of TA1 in the presence of boron tribromide to obtain the 1-phenol TA1a are shown in the scheme below as reported in our previous paper [1] .
Reagents and conditions: (a) 3 eq TEA, DMAP (10 mol%), CHCl3, 0 °C to RT, overnight; (b) Pd(C)/H2, EtOH, RT, overnight; (c) 1.5 eq NaNO2, H2O/CH3COOH, ≤5 °C, 30 min; (d) 1.5 eq N-bromosuccinimide (NBS), CH2Cl2, ≤5 °C to RT, overnight; (e) 1 eq 5-butoxy-2-fluorophenyl boronic acid, [(Ph3)P]4Pd(0) (5 mol%), 3 eq K2CO3, 1,4-dioxane/H2O, 90 °C, 5 h; (f) 3.05 eq BBr3 (1 M in CH2Cl2), CH2Cl2, ≤5 °C, 2 h. pyrido [2,3-e] [1, 2, 4] triazin-9-yl)phenol (TA1a) NMR data of compound TA1a: 1 H-NMR (300 MHz, DMSO-d6) δH = 2.82 (s, 3H, 7'-CH3); 3.52 (s, 3H, 2'-OCH3); 6.93 (ddd, J = 8.9, 4.1, 3.1, 1HAr, 6-H); 7.05 (dd, J = 5.8, 3.0, 1HAr, 2-H); 7.16 (d, J = 8.8, 1HAr, 3'-H); 7.20 (t, J = 9.2, 1HAr, 5-H); 8.70 (d, J = 8.8, 1HAr, 4'-H); 9.66 (s, 1H, 1-OH). 
9-(5-Butoxy-2-fluorophenyl)-2-methoxy-7-methylimidazo[5,1-c]pyrido[2,3-e][1,2,4]triazine (TA1) NMR data of compound
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